Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; R factor = 0.060; wR factor = 0.133; data-to-parameter ratio = 15.9.
In the title triazolothiadiazine derivative, C 20 H 16 N 6 O 3 S {systematic name: 3-(4-methylphenyl)-4-[3-(phenoxymethyl)- 7H-1,2,4-triazolo[3,4-b] [1, 3, 4] thiadiazin-6-yl]-1,2,3-oxadiazol-3-ium-5-olate}, an S(6) ring motif is generated by an intramolecular C-HÁ Á ÁO hydrogen bond. The 3,6-dihydro-1,3,4-thiadiazine ring adopts a twist-boat conformation. The dihedral angle between the 1,2,3-oxadiazole and 1,2,4-triazole rings is 46.45 (14) . The 1,2,3-oxadiazole ring is inclined at dihedral angle of 59.49 (13) with respect to the benzene ring attached to it. In the crystal structure, intermolecular C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds link neighbouring molecules into two-molecule-thick arrays parallel to the bc plane. A short SÁ Á ÁO interaction [2.9565 (19) Å ] also occurs.
Related literature
For general background to and applications of materials related to the title compound, see: Kalluraya & Rahiman (1997) ; Newton & Ramsden (1982) ; Wagner & Hill (1974) . For graph-set descriptions of hydrogen-bond ring motifs, see: Bernstein et al. (1995) . For closely related structures, see: Goh et al. (2010a,b,c) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . For puckering parameters, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày; Àz þ 1; (ii) Àx; y þ 1 2 ; Àz þ 1 2 ; (iii) x; Ày À 1 2 ; z À 1 2 .
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). for a wide range of biological properties (Kalluraya & Rahiman, 1997) . Encouraged by these reports and in continuation of our research for biologically active nitrogen containing heterocycles, a triazolothiadiazine moiety at the 4-position of the phenylsydnone was introduced.
In the title triazolothiadiazine derivative, an intramolecular C10-H10A···O3 hydrogen bond (Table 1) generates a sixmembered ring, producing an S(6) hydrogen bond ring motif ( Fig. 1 , Bernstein et al., 1995) . The 3,6-dihydro-1,3,4-thiadiazine ring (C9-C11/N3/N4/S1) adopts twist-boat conformation, with puckering parameters of Q = 0.634 (2) Å, θ = 67.08 (18)° and φ = 322.1 (2)° (Cremer & Pople, 1975) . The dihedral angle formed between these essentially planar 1,2,3-oxadiazole (C12/C13/O2/N5/N6) and 1,2,4-triazole (C8/N1/N2/C9/N3) rings is 46.45 (14)°. The C1-C6 and C14-C19 phenyl rings are inclined at dihedral angles of 77.56 (14) and 59.49 (13)°, respectively, with respect to 1,2,3-oxadiazole and 1,2,4triazole rings. The geometric parameters are consistent to those observed in closely related structures (Goh et al., 2010a,b,c) .
In the crystal structure, intermolecular C10-H10A···O3, C10-H10B···O3 and C19-H19A···N5 hydrogen bonds (Table   1) interconnect neighbouring molecules into two-molecule-thick arrays parallel to the bc plane (Fig. 2) . The interesting feature of the crystal structure is the intermolecular short S1···O3 interaction [2.9565 (19) Å; symmetry code: -x, -y, -z+1], which is significantly shorter than the sum of Van der Waals radii of the relevant atoms, further stabilizing the crystal structure.
Experimental
A solution of triazole (0.01 mol) and 4-bromoacetyl-3-tolylsydnone (0.01 mol) in absolute ethanol (20 ml) was heated under reflux for 10-12 h. The solution was concentrated, cooled to room temperature and neutrallized with 10 % sodium bicarbonate solution. The solid separated was filtered, washed with water, dried and recrystallized from ethanol. Colourless blocks of (I) were obtained from a 1:2 mixture of DMF and ethanol by slow evaporation.
Refinement
All hydrogen atoms were placed in their calculated positions, with C-H = 0.93-0.97 Å, and refined using a riding model, with U iso = 1.2 or 1.5 U eq (C). The rotating group model was used for the methyl group. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.06014 (3) 0.33229 (8) 0.0180 (10) 0.0225 (12) 0.0146 (9) 0.0027 (9) 0.0028 (7) −0.0026 (9) O2 0.0265 (11) 0.0118 (11) 0.0144 (9) 0.0002 (9) 0.0041 (8) 0.0034 (9) O3 0.0196 (10) 0.0162 (11) 0.0150 (9) −0.0027 (9) 0.0040 (7) 0.0016 (9) N1 0.0233 (13) 0.0158 (14) 0.0094 (10) −0.0014 (11) 0.0052 (9) 0.0023 (11) N2 0.0229 (13) 0.0122 (13) 0.0130 (11) 0.0001 (11) 0.0039 (9) 0.0019 (11) 1.381 (4) C17-C18 1.392 (4) C1-C2 1.388 (4) C17-C20 1.505 (4) C1-H1A 0.9300 C18-C19 1.378 (4) C2-C3 1.389 (4) C18-H18A 0.9300 C2-H2A 0.9300 C19-H19A 0.9300 C3-C4 1.373 (4) C20-H20D 0.9600 C3-H3A 0.9300 C20-H20A 0.9600 C4-C5 1.389 (4) C20-H20B 0.9600 C9-S1-C10 92.89 (12) N2-C9-S1 129.0 (2) C6-O1-C7 115.64 (19) N3-C9-S1 120.3 (2) N5-O2-C13 110.89 (19) C11-C10-S1 109.82 (18) C8-N1-N2 107.7 (2) C11-C10-H10A 109.7 C9-N2-N1 106.4 (2) S1-C10-H10A 109.7
Hydrogen-bond geometry (Å, °) 
